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(2,4,6-Trinitrophenyl)guanidine (picrylguanidine), C7H6N6O6,
from the reaction of picrylsulfonic acid with guanidine
carbonate, forms a three-dimensional framework structure
through extensive hydrogen-bonding interactions, extending
the centrosymmetric cyclic R2
2(16) dimer association which
includes duplex R2
2(8) guanidine N—H  Onitro interactions.
The guanidine substituent chain has an endo [Ph—
N C(NH2)2] bond sequence rather than the less sterically
encumbered exo [Ph—NH—C NH(NH2)] sequence of the
tautomeric form. As a result, there is significant bond-angle
distortion about C(—N ) of the aromatic ring.
Related literature
For related literature, see: Crocker & Matthews (1911);
Goldfarb (1966); Lundgren (1972); Lundgren & Tellgren
(1974); Russell & Ward (1997); Smith et al. (2006, 2007).
Experimental
Crystal data
C7H6N6O6
Mr = 270.18
Triclinic, P1
a = 7.6596 (10) A˚
b = 7.7316 (10) A˚
c = 9.0411 (12) A˚
 = 104.045 (3)
 = 95.004 (2)
 = 103.121 (2)
V = 500.08 (11) A˚3
Z = 2
Mo K radiation
 = 0.16 mm1
T = 130 (2) K
0.15  0.10  0.10 mm
Data collection
Bruker SMART CCD area-detector
diffractometer
Absorption correction: none
2614 measured reflections
1739 independent reflections
1344 reflections with I > 2(I)
Rint = 0.055
Refinement
R[F 2 > 2(F 2)] = 0.038
wR(F 2) = 0.083
S = 0.92
1739 reflections
188 parameters
H atoms treated by a mixture of
independent and constrained
refinement
max = 0.22 e A˚
3
min = 0.21 e A˚3
Table 1
Hydrogen-bond geometry (A˚, ).
D—H  A D—H H  A D  A D—H  A
N71—H71A  O41i 0.85 (2) 2.28 (2) 3.108 (3) 165.7 (18)
N71—H71B  O21ii 0.89 (3) 2.27 (3) 3.155 (2) 173 (2)
N72—H72A  O42iii 0.91 (3) 2.38 (3) 3.180 (3) 147 (2)
N72—H72A  O62iv 0.91 (3) 2.37 (3) 3.058 (3) 132 (2)
N72—H72B  O22ii 0.812 (19) 2.342 (19) 3.139 (2) 168 (2)
C5—H5  O61v 0.95 2.43 3.339 (3) 159
Symmetry codes: (i) x þ 2;y;zþ 2; (ii) xþ 1;y;zþ 1; (iii)
x þ 2;yþ 1;zþ 2; (iv) xþ 2;yþ 1;zþ 1; (v) xþ 3;yþ 1;zþ 2.
Data collection: SMART (Bruker, 2000); cell refinement: SMART;
data reduction: SAINT (Bruker, 1999); program(s) used to solve
structure: SHELXS97 Sheldrick, 1997); program(s) used to refine
structure: SHELXL97 (Sheldrick, 1997); molecular graphics:
PLATON (Spek, 2003); software used to prepare material for
publication: PLATON.
The authors acknowledge financial support from the School
of Physical and Chemical Sciences, Queensland University of
Technology, the School of Biomolecular and Physical Sciences,
Griffith University and the School of Chemistry, University of
Melbourne.
Supplementary data and figures for this paper are available from the
IUCr electronic archives (Reference: BT2462).
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